Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.006 Å; R factor = 0.065; wR factor = 0.185; data-to-parameter ratio = 14.8. organic compounds o668 Xu et al. Comment A great deal of interest has been devoted in recent years to the synthesis and investigation of functionalized 3,4-ethylenedioxythiophene (EDOT) systems because of their potential as active materials in applications such as light-emitting diodes (OLEDs), plastic lasers, field-effect transistors and photovoltaic devices (Jose et al., 2005). The title compound is an important intermediate in the synthesis of functionalized 3,4-ethylenedioxy-thiophene (EDOT) systems, and we report herein
In the molecule of the title compound, C 7 H 7 ClO 2 S, the sixmembered ring adopts a twisted conformation. In the crystal structure, weak intermolecular C-HÁ Á ÁO hydrogen bonds link the molecules. There is also a weak C-HÁ Á Á interaction.
Related literature
For a related structure, see: Jose et al. (2005) . For bond-length data, see: Allen et al. (1987) . For ring-puckering parameters, see: Cremer & Pople (1975) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.825, T max = 0.936 1565 measured reflections 1479 independent reflections 1065 reflections with I > 2(I) R int = 0.067 3 standard reflections frequency: 120 min intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.065 wR(F 2 ) = 0.185 S = 1.01 1479 reflections 100 parameters H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx À 1 2 ; y À 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày þ 2; Àz. Cg1 is the centroid of the S/C4-C7 ring.
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HK2630). its crystal structure.
In the molecule of the title compound ( Fig. 1 ), the bond lengths (Allen et al., 1987) and angles are within normal ranges.
Ring B (S/C4-C7) is, of course, planar. Ring A (O1/O2/C2-C5) is not planar, having total puckering amplitude, Q T , of 0.659 (3) Å and twisted conformation [φ = -149.80 (3)° and θ = 154.28 (3)°] (Cremer & Pople, 1975) .
In the crystal structure, intermolecular C-H···O hydrogen bonds (Table 1) link the molecules (Fig. 2) , in which they may be effective in the stabilization of the structure. There is also a weak C-H···π interaction (Table 1) .
Experimental
For the preparation of the title compound, 3,4-dimethoxythiophene (1.14 g, 7.9 mmol), 3-chloro-1,2-propanediol (2.45 g, 22.2 mmol), p-toluene-sulfonic acid monohydrate (0.151 g, 0.81 mmol) and dry toluene (27 ml) were added into a three necked flask equipped with an argon purge. The mixture was refluxed for 12 h. Then, diol (2.45 g, 22.2 mmol) was added and refluxed for 3 h. It was allowed to cool to room temperature. After removal of the solvent, the remaining crude product was isolated by flash chromatography [silica gel, hexane/dichloromethane (8:2)] to isolate the title compound, as a colorless solid (yield; 58%) (Jose et al., 2005) . Crystals suitable for X-ray analysis were obtained by dissolving the title compound (0.1 g) in hexane (25 ml) and evaporating the solvent slowly at room temperature for about 3 d.
Refinement
H atoms were positioned geometrically, with C-H = 0.93, 0.98 and 0.97 Å for aromatic, methine and methylene H, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
